Prediction of molecular diffusivity of pure components into air: a QSPR approach.
The molecular diffusivity of 378 pure components into air was predicted using genetic algorithm-based multivariate linear regression (GA-MLR) and feed forward neural networks (FFNN). GA-MLR was used to select the molecular descriptors, as inputs for FFNN. The correlation coefficient (R2) of obtained multivariate linear seven-descriptor model by GA-MLR is 0.9334 and the same value for generated FFNN is 0.9643. These models can be applied for prediction of molecular diffusivity of pollutants into air in case of air pollution studies.